
This tutorial decribes 
METADATA  AND  NUMERICAL DATA CAPTURE:

for DENSITIES (2 components) 
with the Guided Data Capture (GDC) software.

Guided Data

Capture (GDC)

METADATA  AND  NUMERICAL DATA CAPTURE:
DENSITY (2 component mixture)



NOTE:
The tutorials proceed sequentially to ease the 

descriptions. It is not necessary to enter all
compounds before entering all samples, etc.

Compounds, samples, properties, etc., can be 
added or modified at any time. 

However, the hierarchy must be maintained
(i.e., a property cannot be entered, if there is no 

associated sample or compound.)



The experimental data used in this example is from:



The data set considered here.

Experimental Method:

Densities (liquid phase) for (methanol + N-methylpiperazine)
at T = 298.15 K and p = 101.3 kPa



1. SELECT the mixture for which the 
property is to be entered.

2. CLICK Property

NOTE: The bibliographic information, compound identities, 
sample descriptions, and mixture were entered previously. (There 
are separate tutorials related to capture of this information.)



1. CLICK in the 
property group field.

2. SELECT volumetric 
properties from the menu.

Property Group selection



Property selection
1. CLICK in the 
property field.

2. SELECT specific 
density from the menu.



1. CLICK in the 
units field.

2. SELECT the units
from the menu.

Units selection



1. CLICK in the 
method of 
measurement field.

2. SELECT a method from 
the menu, which best 
describes your experiment

Method selection

Note: Other is an option. A one sentence description or a 
reference is often adequate.



Note: For a few methods, additional details 
are requested. SELECT those statements that 
apply, and CLICK Accept.

Method detail selection



Experimental purpose selection

1. CLICK in the 
experimental 
purpose field.

2. SELECT the purpose
from the menu.



1. CLICK 
Table of values

Form is complete...



Specification of phases and constraints

1. SELECT # of phases
from the pulldown list: 
(one here - liquid)

2. SELECT # of constraints
from the pulldown list: 
(two here ñ T and p)



NOTE: # of variables is 
calculated automatically based 
upon the Gibbs phase rule.

NOTE: If there is more than 
one sample for the components, 
the sample # can be specified 
here.      (This is rare.)



1. CLICK in the Phase of 
the Property Values field

2. SELECT the Phase 
associated with the property 
values from the menu; 
(liquid here).

Phase of the property value selection



NOTE: Fields for specification of 
constraints, variables, units, and 
precisions, appear automatically



Variable and constraint identification

Identify constraints and 
variables from the menus 
provided.



Entry of values for constraints

TYPE values for the 
constraints and SELECT units
from the menus.



Capture of precisions, if known

TYPE values for the precisions 
of the properties, variables, and 
constraints, if known.

NOTE: Only the precision of temperature was 
provided by the authors in this example.



Define results: Absolute vs Relative

SELECT Direct 
values from the 
menu.

NOTE: Other options are typically for data reported as relative values (e.g., 
relative to the density of the pure solovent). These are not common.



Form is complete...

CLICK 
Numerical Data



TYPE or (preferably) PASTE (from 
WORD, EXCEL, etc.) the variable 
(mole fraction of methanol) and 
property (density) values.



The data set considered here.

Type or (preferably) Paste
from WORD, EXCEL, etc.



Graphical check for typographical errors

CLICK 
View plot



Inspect plot

CLICK OK, 
if satisfied



NOTE: The plots have several useful 
features. See the HELP screen on the plot.



Final acceptance

CLICK Accept



The new dataset appears in 
the tree under the 
appropriate mixture.



NOTE: DOUBLE CLICKING on the dataset 
allows editing of all entered information.



END

Continue with other compounds, 
samples, properties, reactions, etc...

or save your file and exit the program.


